Data Path

Data File : VX@27589.D

Acqg On : 21 Mar 2022 16:25
Operator : JC/MD

Sample : N1998-07DL 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13

Quant Time:
Quant Method :
Quant Title : SW846 8260
QLast Update
Response via :

Mar 22 05:47:33 2022
Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031722W.M

Quantitation Report

Sample Multiplier: 1

: Thu Mar 17 15:02:59 2022
Initial Calibration

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032122\

(QT Reviewed)

Compound R.T. QIon Response Conc Units Dev(Min)

Internal Standards

1) Pentafluorobenzene 5.556 168 348231 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 6.769 114 556594 50.000 ug/l 0.00
63) Chlorobenzene-d5 10.055 117 513290 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.024 152 233411 50.000 ug/1l 0.00
System Monitoring Compounds

33) 1,2-Dichloroethane-d4 5.964 65 188099 43.847 ug/1 0.00

Spiked Amount 50.000 Range 61 - 141 Recovery =  87.700%

35) Dibromofluoromethane 5.391 113 182700 51.019 ug/1 0.00

Spiked Amount 50.000 Range 69 - 133 Recovery = 102.040%

50) Toluene-d8 8.653 98 657428 48.515 ug/1 0.00

Spiked Amount 50.000 Range 65 - 126 Recovery = 97.040%

62) 4-Bromofluorobenzene 11.085 95 231715 46.522 ug/l 0.00

Spiked Amount 50.000 Range 58 - 135 Recovery =  93.040%
Target Compounds Qvalue
11) Tert butyl alcohol 2.965 59 54889 67.137 ug/1 99
19) Methyl tert-butyl Ether 3.117 73 152992 14.023 ug/1 98

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032122\
Data File : VX027589.D

Acqg On : 21 Mar 2022 16:25
Operator : JC/MD

Sample : N1998-07DL 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Time: Mar 22 05:47:33 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031722W.M
Quant Title : SW846 8260

QLast Update : Thu Mar 17 15:02:59 2022

Response via : Initial Calibration

Abundance TIC: VX027589.D\data.ms
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Abundance Scan 733 (5.556 min): VX027485.D\data.ms (-72 #1

168.1 pentafluorobenzene
Concen: 50.000 ug/1l
99.0 RT: 5.556 min Scan#t 7UEidialEies
Ref 50 Delta R.T. -0.000 min [US\AeLEVS
Lab File: VvX027589.D [(CUEhISEnlellEll0f
Acq: 21 Mar 2022 16:25 WANEEEIRE

11,0137
0“‘\4q9‘r‘7i$‘“J”i“wmw“ww‘ﬂ“w ana
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 348231
Abundance  Scan 733 (5.556 min): VX027589.D\datams 10N Ratio Lower Upper
168.0 168 100

99 52.3 41.7 62.5

Raw 50 99.0
Abundance
5.556
750 11&013(0
0L T \5\1\.\0“\ 1‘\““ Fr \‘\‘i T \H‘ = T flr T \“\ ™ 100000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 733 (5.556 min): VX027589.D\data.ms (-68
168.0
50000
Sub 99.0
50
137.0
118.0
G““ﬁ%gp‘rﬁﬁw‘ﬂw“‘ﬂ‘m““ﬁ“‘ﬂw‘ O
m/z--> 40 60 80 100 120 140 160 Time--> 5.40 5.50 5.60 5.70

Abundance Scan 309 (2.971 min): VX027485.D\data.ms (-29 #11

59.1 Tert butyl alcohol
Concen: 67.137 ug/1
RT: 2.965 min Scan# 308
Ref 50 Delta R.T. -0.006 min
41.0 Lab File: VX027589.D
“ Acqg: 21 Mar 2022 16:25
0\\\“i‘\\\‘\‘“‘\\\\‘\\\\‘\\\\‘\\\\‘\'\\
m/z--> 40 60 80 100 120 140 Tgt IOI"IZ.59 Resp: 54889
Abundance  Scan 308 (2.965 min): VX027589.D\datams 100 Ratio Lower Upper
59.1 59 100
57 9.8 8.3 12.5
Raw 50
Abundance
41.1 2 465
0\\\‘M“i\\‘““\\\\‘\8\8-\9\‘\\\\‘\\\\‘\\\ 20000
miz--> 40 60 80 100 120 140
Abundance Scan 308 (2.965 min): VX027589.D\data.ms (-26 15000
59.1
10000
Sub
50
411 5000
ob bt 889 O e
m/z--> 40 60 80 100 120 140 Time--> 290 3.00 3.10
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Abundance Scan 333 (3.117 min): VX027485.D\data.ms (-32 #19

731 Methyl tert-butyl Ether
Concen: 14.023 ug/l
RT: 3.117 min Scan# 3t iglEies
Ref 50 Delta R.T. -0.000 min [US\ICLES
410 571 Lab File: VvX@27589.D |(®IEIEElsliEll0f
[ ‘ 96.0 Acq: 21 Mar 2022 16:25 WANEEEIRE
0\\\“‘\‘\\‘} i“\\\‘\‘\\\1.“\\\\‘\\\\‘\.\
m/z--> 40 60 80 100 120 140 Tgt Ion:‘73 RESpZ 152992
Abundance  Scan 333 (3.117 min): VX027589.D\datams ~ 100 Ratlo Lower Upper
73.1 73 100
57 20.1 16.8 25.2
Raw 50
Abundance
411 57.1 3.417
“ ‘ 60000
0\\\‘i‘\‘\\‘\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\
miz--> 40 60 80 100 120 140
Abundance Scan 333 (3.117 min): VX027589.D\data.ms (-28 40000
73.1
sub 20000
411 57.1
G\\\“M\‘\\‘\‘“\\\‘\‘\\\\‘\\\\‘\\\\‘\\ 0\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 Time--> 3.00 3.10 3.20

Abundance Scan 799 (5.958 min): VX027485.D\data.ms (-78 #33

65.0 1,2-Dichloroethane-d4
Concen: 43.847 ug/1l
RT: 5.964 min Scan# 800
Ref 50 Delta R.T. ©.006 min
51.0 1020 Lab File:  VX@27589.D
’ Acq: 21 Mar 2022 16:25
0 \‘\:\3?\-(‘)\\\‘\“\‘H\“\‘\M“HH‘H'H‘HH‘HM‘H
m/z--> 30 40 50 60 70 80 90 100 110 '8t Ion: 65 Resp: 188099
Abundance  Scan 800 (5.964 min): VX027589.D\datams ~ 10N Ratlo Lower Upper
65.0 65 100
67 54.0 0.0 107.4
Raw 50
51.0 Abundance
102.0 5.064
ol 370 1l sa1 ‘ ] 60000
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 800 (5.964 min): VX027589.D\data.ms (-75
65.0 40000
Sub 50 20000
51.0
102.0
o 370 |l 84l ‘\‘ 0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\’\\\\‘\\\\’\\\\
miz--> 30 40 50 60 70 80 90 100 110 Time-> 5.805.90 6.00 6.10
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Abundance Scan 931 (6.763 min): VX027485.D\data.ms (-92 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/1l
RT: 6.769 min Scan#t 9lgSiiiglElies
Ref 50 Delta R.T. ©0.006 min MSVOA X
Lab File: VvX027589.D [(CUEhISEnlellEll0f
63.1 88.0 Acq: 21 Mar 2022 16:25 WWEEELIE
0 371 500“”“7?0 ‘ AN Al
m/z--> 30 40 50 60 70 8‘0 % 100 ﬁo 120 Tet Ton:114 Resp: 556594
Abundance  Scan 932 (6.769 min): VX027589.D\datams 10" Ratio Lower Upper
114.0 114 100
63 18.4 0.0 36.8
88 15.8 0.0 32.4
Raw 50
Abundance
63.0 88.0 6.769
o 370 500 | 750 | | 200000
m/z-—-> 30 45 50 6‘0 70 8‘0 95 100 ﬁo 120
Abundance Scan 932 (6.769 min): VX027589.D\data.ms (-88 150000
114.0
100000
Sub 50
50000
63.0 88.0
0 370 50\0\ I m7?0 ‘ i il 1
m/z--> 30 45 50 6‘0 70 8‘0 95 100 110 120 Time--> 6.60 6.70 6.80 6.90 |

Abundance Scan 706 (5.391 mln) VX027485.D\data.ms (-69 #35
97 Dibromofluoromethane

Concen: 51.019 ug/1

RT: 5.391 min Scan# 706

Ref 50 61.0 Delta R.T. ©.000 min
Lab File: VX027589.D
18.9 191.9 Acq: 21 Mar 2022 16:25
0 \3\7\‘0\\ TT N\ TT \“‘\ \H\H““\ T \ \H‘ TTTT ‘ T \l\\5‘g\§\ T ‘ T \‘!‘\ ‘ T
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 182706
Abundance  Scan 706 (5.391 min): VX027589.D\data.ms Ion Ratio Lower Upper
110.9 113 100
111 101.9 82.8 124.2
192 20.9 16.9 25.3
Raw 50
Abundance
78.9 191.9 60000 5.891
0\ﬂ?\()\\\‘\\\\U\\HH\‘\\}\‘\\\\‘\\]\.\5“9\.?\\‘\\‘\‘\‘\
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 706 (5.391 min): VX027589.D\data.ms (-65 40000
110.9
Sub
50 20000
78.9 191.9
ObA78 Ly 1898 Ot
m/z-—-> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50
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Abundance Scan 1241 (8.653 min): VX027485.D\data.ms (-1 #50

98.0 Toluene-d8
Concen: 48.515 ug/1
RT: 8.653 min Scan# 11EdllEies
Ref 50 Delta R.T. ©.000 min  [US\ICLS
Lab File: VvX@27589.D |(®IEIEElsliEll0f
. T\ \W-133DL
420 541 700 Acq: 21 Mar 2822 16:25
0 \‘\\\\‘\\\\‘1\‘\\‘\\\‘\l\\\22\\]7\‘\\\ “\\\\‘\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 98 Resp: 657428
Abundance Scan 1241 (8.653 min): VX027589.D\datams 100 Ratlo Lower Upper
98.1 98 100
100 64.7 52.6 78.8
Raw 50
Abundance
400000 8.653
421 541 701
0 \‘\\\\‘\\\\‘\‘\‘\\‘\\\‘\l\\\ﬁz\\]?\‘\\\ “‘\\J\-Q‘g\.\g\\‘\
miz--> 30 40 50 60 70 80 90 100 110 300000
Abundance Scan 1241 (8.653 min): VX027589.D\data.ms (-1
9d.1
200000
Sub
50 100000
421 70.1
Ottt b 823 Ll 2000
m/z--> 30 40 50 60 70 80 90 100 110  Time--> 8.60 8.70 8.80

Abundance Scan 1640 (11.085 min): VX027485.D\data.ms (- #62

95.0 1740  4-Bromofluorobenzene
Concen: 46.522 ug/l
RT: 11.085 min Scan# 1640
Ref 50 750 Delta R.T. ©.000 min
Lab File: VX027589.D
500 Acq: 21 Mar 2022 16:25
G T \ ‘ T \‘\ T ‘H‘\ U \‘}“‘\‘\ H‘\‘ ‘ T \]_\]-\6‘\9\ \1\4‘1\(\)\ T ‘ T \‘\“ T
miz--> 40 60 80 100 120 140 160 180 gt Ion: 95 Resp: 231715
Abundance Scan 1640 (11.085 min): VX027589.D\datams 100 Ratio Lower Upper
95.0 1740 95 100
174 84.4 0.0 163.0
176 81.4 0.0 155.0
Raw 50 75.0
Abundance
0.0 11(085
Obp ity 1189 1430 |, 150000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1640 (11.085 min): VX027589.D\data.ms (-
95.0 174.0 100000
Sub 50 75.0 50000
50.0
O b i 1189 1430 4 oL 2
m/z--> 40 60 80 100 120 140 160 180 Time--> 11.00  11.10
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Abundance Scan 1471 (10.055 min): VX027485.D\data.ms (- #63

117.1 Chlorobenzene-d5
Concen: 50.000 ug/1l
82.1 RT: 10.055 min Scan#t 14{{gfSidtil=lgles

Ref 50 Delta R.T. ©0.000 min MSVOA X

Lab File: VvX027589.D [(CUEhISEnlellEll0f

541 Acq: 21 Mar 2022 16:25 WWEEELIE
oL 200 Il ero | e |

miz--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 513290

Abundance Scan 1471 (10.055 min): VX027589.D\datams 10N Ratio Lower Upper
117.1 117 100

82 53.0 41.8 62.8
119 32.0 24.8 37.2

Raw 50 82.1
Abundance
54.1 10.055
O\‘\\\4\(‘)\]\-\\‘!\‘\\‘\\\\“\\1}"\‘\\\‘\\9\\9‘\0\\\‘\\\1’\\\\‘ 300000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1471 (10.055 min): VX027589.D\data.ms (-
1yl 200000
Sub 82.1
50 100000
54.1
miz--> 30 40 50 60 70 80 90 100 110120  Time--> 10.00 10.10 10.20

Abundance Scan 1794 (12.024 min): VX027485.D\data.ms (- #72
150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l

119.1 RT: 12.024 min Scan# 1794
Ref 50 Delta R.T. -0.000 min
78.0 Lab File:  VX©27589.D
52 “ | Acq: 21 Mar 2022 16:25
(Ol \“i T ‘\‘ T e ‘ o \ \ ‘ ‘ T \ ‘ T \w\ T
m/z--> 40 60 100 120 140 160 T8t Ion:152 Resp: 233411

Abundance Scan 1794(12.024m|n). VX027589.D\data.ms 10N Ratio Lower Upper
150.0 152 100

115 59.1 37.5 112.7
150 157.1 0.0 338.2

Raw 50
115.0 Ab ce
8.0 "SEESSo
52.0
Ol— \‘i T \‘!‘\“ T \“! ‘ \‘\9\5\‘9\ T 1“ \1\3?—\9‘ T \‘w\ T
m/z--> 40 60 80 100 120 140 160
12/024
Abundance Scan 1794 (12.024 min): VX027589.D\data.ms (- 200000
150.0
Sub 50 100000
115.0
s20 /80
SR T T T I oS
m/z--> 40 60 80 100 120 140 160 Time--> 12.00 12.10
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